Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.042; wR factor = 0.110; data-to-parameter ratio = 15.8.
Related literature
For related literature, see: Philippe (1997 Philippe ( , 2000 ; Zhong et al. (2005) .
Experimental
Crystal data C 18 H 7 BrCl 2 F 3 N 5 O 2 M r = 533.10 Monoclinic, P2 1 =n a = 8.0925 (7) Å b = 13.0406 (10) Å c = 19.7165 (16) Å = 100.753 (2) V = 2044.2 (3) Å 3 Z = 4 Mo K radiation = 2.33 mm À1 T = 298 (2) K 0.27 Â 0.24 Â 0.22 mm
Data collection
Bruker APEX area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2002) T min = 0.572, T max = 0.629 12155 measured reflections 4437 independent reflections 3331 reflections with I > 2(I) R int = 0.024 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.110 S = 1.07 4437 reflections 280 parameters H-atom parameters constrained Á max = 0.56 e Å À3 Á min = À0.38 e Å À3
Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97. -1-[2,6-dichloro-4-(trifluoromethyl) phenyl]-5-(4-nitrobenzylideneamino)-1H-pyrazole-3carbonitrile Z. Yang and S. Li
4-Bromo

Comment
The title compound, (I) ( Fig. 1) , is similar to the effective insecticides used to treat animals such as cows and sheep (Philippe, 1997 (Philippe, , 2000 . Earlier we reported on a structure with the same ring system but without the Br substituent on the pyrazole ring (Zhong et al., 2005) . That molecule had an overall U shape and exhibited some π-π interactions between the pyrazole and nitro benzene rings. (I) has an overall L shape with the pyrazole ring being essentially coplanar with the nitro benzene ring (dihedral angle of 3.6 (2)°) and approximately perpendicular to the trifluoro phenyl ring (dihedral angle of 88.5 (2)°) and it shows no π-π interactions in the molecular packing. All bond lengths and angles are normal.
Experimental
The method of Zhong et al. (2005) was used to prepare 5-amino-3-cyano-1-[2,6-dichloro-4-(trifluoromethyl)phenyl]pyrazole(2.5 mmol). This was followed by reaction with 4-nitrobenzaldehyde(2.5 mmol) and hydrochloric acid(2 ml) in anhydrous ethanol(5 ml) to obtain 1-[2,6-dichloro-4-(trifluoromethyl)phenyl]-3-cyano-5-[(4nitrophenyl)methyleneamino]-1H-pyrazole, which was then reacted with N-bromosuccinimide(1.5 mmol) (Philippe, 2000) in acetonitrile (6 mL) at room temperature. After being stirred a few minutes, the reaction was monitored by TLC until all starting materials were consumed. Finally, the reaction mixture was evaporated under reduced pressure to provide the required crude product, which was then partitioned between dichloromethane and water. Seperating and drying the organic phase and evaporating it under reduced pressure gave the title compound (88.5% yield). Colourless single crystals suitable for X-ray analysis were obtained by slow evaporation of an anhydrous ethanol-acetone (2:1) solution of (I) (m.p. 463-465 K). IR (KBr, ν cm −1 ): 3396, 2244, 1623, 1596, 1525, 1384, 1310, 1135, 877, 817; 1 4, 151.5, 147.7, 140.7, 137.4, 136.4, 134.6 (q, J = 34.1 Hz), 131.4(2 C), 130.3, 127.2 (2 C), 127.1 (2 C), 124.9(2 C), 121.4 (q, J = 271.1 Hz), 112.3.
Refinement
All H atoms were initially located in a difference Fourier map but were eventually placed in their geometrically idealized positions and constrained to ride on their parent atoms, with C-H = 0.93 Å, and with U iso (H) = 1.2 eq (C). The low U eq of C1 as compared to its neighbours may be attributed to the high displacement parameters for atoms F1, F2 and F3, indicating either large thermal motion or rotational disorder of the trifluoromethyl group. However, attempts to represent the CF3 group using a disordered model were unsuccessful. Fig. 1 . The molecular structure of (I) showing the atom numbering scheme and displacement ellipsoids at 50% probability level. 
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